À , crystallizes with two ion pairs in the asymmetric unit. The cations have similar conformations (r.m.s. overlay fit = 0.40 Å ), with one of them showing disorder of the terminal methyl group of the ester in a 0.72 (2):0.28 (2) ratio. In the first cation, the 3,4-dimethoxysubstituted phenyl ring subtends a dihedral angle of 88.38 (7) with the pyrimidine ring and 6. 79 (8) with the thiazole ring. The equivalent data for the second cation are 89.97 (3) and 6.42 (7) , respectively. The pyrimidine ring adopts a sofa conformation in each cation. In the crystal, the components are linked by N-HÁ Á ÁCl hydrogen bonds, generating isolated ion pairs. The ion pairs are are linked by C-HÁ Á ÁO interactions, generating a three-dimensional network. In addition, a weak C-HÁ Á Á interaction is observed.
Related literature
Hydrogen-bond geometry (Å , ) .
Cg3 is the centroid of the C9B-C14B ring. The presence of both pyrimidine and thiazole rings results in enhanced activity (Alam et al., 2010; Kulakov et al., 2009 ).
D-HÁ
Thiazolo [3,2-a]pyrimidine derivatives generate enzyme inhibitors as novel therapeutical entities for severe neurodegenerative diseases (Zhi et al., 2008) . In continuation to our research interests on thiazolo[3,2-a]pyrimidine derivatives (Prasad et al., 2014; Nagarajaiah et al., 2012) , we report the crystal structure of the title compound. During the synthesis of one of the thiazolopyrimidine derivatives, an intermediate [C 21 H 25 N 2 O 5 S] + Cl -(I) was isolated and the structure was confirmed by X-ray diffraction.
The molecular structure of the compound is shown in Fig. 1 The pyrimidine ring adopts a sofa conformation with atom C5A displaced by -0.2637 (3) Å from the mean plane of the other five atoms (N1A/C2A/N2A/C6A/C7A). The carbonyl group of the exocyclic ester at C6A and C6B adopts a cis orientation with respect to C6A=C7A and C6B=C6B double bond and the 3,4-dimethoxy substituted phenyl ring shows an syn periplanar conformation with respect to C5A-H5A and C5B-H5B bond of the pyrimidine ring. Phenyl ring at C5A and C5B in both the molecules shows antagonist (aryl-group up) conformation (Rovnyak et al., 1995) . The packing features C-H···O interactions. The weak C11A-H11A···O5B hydrogen bonds forms supramolecular assembly along the crystallographic [101] , which are inturn linked by another two C-H···O interactions (C15B-H15C···O5A & C21A-H21D···O3B) resulting in a ring with the graph set R 2 2 (7) notation (Table. 1; Fig. 2 ). The crystal packing also features N1A-H1A···Cl1A & N1B-H1B···Cl1B interactions. In addition, a weak C-H···π interaction of the type C4A-H4A2···Cg (Cg being the centroid of the phenyl ring) at a distance of 2.628 Å is also observed (Fig. 3) .
S2. Experimental
A mixture of 4-(3,4-dimethoxy-phenyl)-6-methyl-2-thioxo-1,2,3,4-tetrahydro-pyrimidine-5-carboxylic acid ethyl ester (10 mmol) and 3-chloro-2,4-pentanedione (10 mmol) was refluxed in dry ethanol (20 mmol) for 12 h. The excess of solvent was distilled off and the solid hydrochloride salt that separated was collected by filtration, suspended in water and neutralized by aqueous sodium carbonate solution to yield the free base. The solution was filtered, the solid washed with water, dried and recrystallized from ethyl acetate to give the title compound (74% yield, mp 385 K). The compound was recrystallized by slow evaporation from 1:1 mixture of ethyl acetate and methanol, yielding pale yellow blocks. 
S3. Refinement
The H atoms were placed at calculated positions in the riding-model approximation with C-H = 0.95° A, 1.00 ° A and 0.96 ° A for aromatic, methyne and methyl H-atoms respectively, with U iso (H) = 1.5U eq (C) for methyl H atoms and U iso (H) = 1.2Ueq(C) for other hydrogen atoms.
Figure 1
The molecular structure of the title compound with displacement ellipsoids drawn at the 50% probability level. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 119.6 C7B-C1B-H1B2 109.5 N1B-C2B-N2B 121.8 (3) H1B1-C1B-H1B2 109.5 N1B-C2B-S1B 124.8 (3) C7B-C1B-H1B3 109.5 N2B-C2B-S1B 113.4 (2) H1B1-C1B-H1B3 109.5 C19B-C17B-N2B 110.8 (3) H1B2-C1B-H1B3 109.5 C19B-C17B-C18B 128.9 (3) C17B-C18B-H18D 109.5 N2B-C17B-C18B 120.3 (3) C17B-C18B-H18E 109.5 N2A-C5A-C6A 109.0 (2) H18D-C18B-H18E 109.5 N2A-C5A-C9A 109.4 (2) C17B-C18B-H18F 109.5 C6A-C5A-C9A 113.1 (3) H18D-C18B-H18F 109.5 N2A-C5A-H5A
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (
108.4 H18E-C18B-H18F 109.5 C6A-C5A-H5A
108.4 O3A-C15A-H15D 109.5 C9A-C5A-H5A
108.4 O3A-C15A-H15E 109.5 C10B-C9B-C14B 119.3 (3) H15D-C15A-H15E 109.5 C10B-C9B-C5B 121.5 (3) O3A-C15A-H15F 109.5 C14B-C9B-C5B 119.2 (3) H15D-C15A-H15F 109.5 C17B-C19B-C20B
133.4 (3) H15E-C15A-H15F 109.5 C17B-C19B-S1B 112.9 (3) C3B-O2B-C8B 116.9 (3) C20B-C19B-S1B 113.6 (2) O4A-C16A-H16D 109.5 C7A-C6A-C3A 120.8 (3) O4A-C16A-H16E 109.5 C7A-C6A-C5A 122.6 (3) H16D-C16A-H16E 109.5 C3A-C6A-C5A 116.5 (3) O4A-C16A-H16F 109.5 N1A-C2A-N2A
122.3 (3) H16D-C16A-H16F 109.5 N1A-C2A-S1A 124.5 (2) H16E-C16A-H16F 109.5 N2A-C2A-S1A 113.2 (2) C20A-C21A-H21D 109.5 C20B-C21B-H21A 109.5 C20A-C21A-H21E 109.5 C20B-C21B-H21B 109.5 H21D-C21A-H21E 109.5
